In the screening program for antibacterial substances against drug-resistant bacteria, we discovered novel substances designated YM-266183 (1) and YM-266184 (2) from the culture broth of Bacillus cereus QN03323 that was isolated from a marine sponge. In the preceding paper1) we described the taxonomy, fermentation, isolation, physicochemical properties and biological activities of new antibacterial substances, 1 and 2. These antibiotics are thiopeptide antibiotics structurally related to a known family of antibiotics whose members include thiocillins2, 3) and micrococcins4-8). This article describes the structural elucidations of 1 and 2 by spectroscopic studies including various two-dimensional NMR experiments.
Results and Discussion
Structure Elucidation of YM-266183
The molecular formula of 1 was determined to be The structure of 1 was elucidated by 1H NMR, 13C NMR, DEPT, DQF-COSY, TOCSY, ROESY, HSQC, HMBC and constant time HMBC9). Constant time HMBC (CT-HMBC) allows improvement of the resolution in the F1 axis without influence of 1H-1H J-modulation. In this sample which had 13C NMR signals that were very crowded , this new HMBC technique was very useful in distinguishing cross peaks of the HMBC spectrum.
The 1H and 13C NMR spectral data of 1 are shown in ppm) indicated that this carbonyl carbon attached C1 and C3 carbons, respectively. In the COSY spectrum, the H3 methylene proton was correlated to an exchangeable proton at 8.30ppm (H4), which implied the presence of an amino acetone residue. An olefinic proton at 6.58ppm (H7) was correlated to a vinyl methyl proton at 1.73ppm (H8) which was coupled to a quaternary carbon at 130.1ppm (C6).
Furthermore, H7 and an exchangeable proton at 9.56ppm (Substructure C (C25-C38)) The COSY experiment gave straightforward connectivities from an amide proton at 8.36ppm (H28) to a methyl proton at 1.02ppm (H27). The methine carbon (C26) was inferred to be oxygenated as judged by its 13C chemical shift at 66.9ppm. In addition, an exchangeable proton at 4.69ppm (H55) gave HMBC correlation to C27, indicating hydroxy group attached to C26. In the CT-HMBC spectrum, the H25 methine proton and H28 exchangeable proton were correlated to a carbonyl carbon at 160.4ppm (C29). An aromatic proton signal at 8.37ppm (H31) showed long-range couplings to the carbons at 167.8ppm Table 2 . The 1H and 13C NMR spectra of 2 were very similar to those of 1 except for the presence of a methoxy group (C55) instead of the hydroxy group. In the HMBC experiment, this methyl proton at 2.90ppm (H55) showed a correlation to the methine at 75.6ppm (C26), indicating a change from the hydroxy group of 1 to methoxy group. The structure of 2 is shown in Fig. 1 . spectra. The JCH long-range coupling of CT-HMBC was set to 8Hz and it of HMBC was set to 3Hz.
